The electron cloud has remarkable deformation and overlaps around and between all atoms, again implying the strong covalent bonding in the NbFeSb compound. Table S1 . the volume per atom V per , the number of atoms in the unit cell n tot , the average mass � , the mass of the master atom to be substituted M, the difference in mass between the master atom (Nb here) and substituting atom (Ti here) ∆M, the volume of unit cell V, the difference in valence between the master atom and substituting atom ∆Z for NbFeSb and Nb 1-x Ti x FeSb. 
